The title compound is a stereodefined trisubstituted olefin, synthesized from the corresponding bromoderivative of Baylis-Hillman adduct with salicylaldehyde via simple SN2 reaction in good yields. This o-salicyladehyde derivative is an important precursor for many heterocyclic frameworks (Bakthadoss et al., 2010) .
In the title compound, C 17 H 13 NO 2 , the dihedral angle between the benzene and the phenyl ring is 65.92 (7) . The carbonitrile side chain is almost linear, the C-C-N angle being 175.55 (14) . The crystal structure is stabilized by intermolecular C-HÁ Á ÁO interactions.
Related literature
For background to the synthesis, see: Bakthadoss & Murugan (2010) . For a related structure, see: Jasinski et al. (2011) .
Experimental
Crystal data C 17 H 13 NO 2 M r = 263.28 Triclinic, P1 a = 8.0157 (4) Å b = 9.2589 (4) Å c = 10.2348 (5) Å = 68.283 (2) = 73.432 (2) = 79.804 (2) V = 674.20 (6) Å 3 Z = 2 Mo K radiation = 0.09 mm À1 T = 293 K 0.30 Â 0.25 Â 0.25 mm
Data collection
Bruker Kappa APEXII CCD diffractometer 12600 measured reflections 2628 independent reflections 2162 reflections with I > 2(I) R int = 0.023 Refinement R[F 2 > 2(F 2 )] = 0.037 wR(F 2 ) = 0.102 S = 1.03 2628 reflections 181 parameters H-atom parameters constrained Á max = 0.12 e Å À3 Á min = À0.17 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2004) ; cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and Mercury (Macrae et al., 2006) ; software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009 The deviation of the atom O2 in the aldehyde group, from the mean plane of the phenyl ring (C11-C16) is 0.0709 (12)Å.
The bond angle around C9, in the chain of atoms N1/C9/C8, is 175.55 (14)° and thus the carbonitrile side chain is almost linear. The crystal packing is stabilized by intermolecular C-H···O interactions (Tab. 1 and Fig. 2 ).
Experimental
A solution of salicylaldehyde (1.0 mmol, 0.122 g) and potassium carbonate (2.0 mmol, 0.2293 g) in acetonitrile solvent (5 ml) was stirred for 15 minute at room temperature. To this solution, (E)-2-(bromomethyl)-3-phenylacrylonitrile (1.2 mmol, 0.27 g) was added dropwise. After the completion of the reaction, as indicated by TLC, acetonitrile was evaporated. EtOAc (15 ml) and water (15 ml) were added to the crude mass. The organic layer was dried over anhydrous sodium sulfate. Removal of solvent led to the crude product, which was purified through pad of silica gel (100-200 mesh) using ethylacetate and hexanes(1:9) as solvents. The pure title compound was obtained as a colourless solid (0.22 g, 84% yield). Recrystallization was carried out using methanol as solvent.
Refinement
Hydrogen atoms were placed in calculated positions with C-H = 0.93 -0.97 Å, and refined in riding model with fixed isotropic displacement parameters: U iso (H) = 1.2 U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.26890 (18) Atomic displacement parameters (Å 2 )
0.0663 (8) 0.0489 (7) 0.0454 (7) −0.0121 (6) −0.0079 (6) −0.0176 (6) C2 0.0776 (10) 0.0449 (7) 0.0588 (8) −0.0084 (6) −0.0097 (7) −0.0244 (6) C3 0.0708 (9) 0.0423 (7) 0.0632 (9) 0.0010 (6) −0.0138 (7) −0.0173 (6) C4 0.0848 (11) 0.0519 (8) 0.0624 (9) 0.0057 (7) −0.0312 (8) −0.0195 (7) C5 0.0736 (9) 0.0456 (7) 0.0589 (8 
